Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.007 Å; R factor = 0.054; wR factor = 0.145; data-to-parameter ratio = 8.3.
Related literature
For the preparation of tetrazole derivatives from nitrile compounds, see: Dunica et al. (1991) ; Wittenberger & Donner (1993) . For the general chemistry of tetrazole compounds, see: Xiong et al. (2002) . For a similar structure, see: Harada et al. (1997) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) x þ 2; Ày; z þ 1 2 .
Data collection: CrystalClear (Rigaku, 2005); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
4-(4-Hydroxyphenyldiazenyl)benzonitrile

C. Z. Zhang
Comment
Nitrile compounds are the precursor of tetrazole derivatives (Dunica, et al., 1991; Wittenberger, et al., 1993) and can be used for the design of noncentrosymmetric bulk materials (Xiong, et al.(2002) ). We report here the crystal structure of the title compound, 4-(4-hydroxyphenylazo)benzonitrile, (I) (Fig. 1 ).
In I, the N=N double bond [1.257 (4) Å] is in the range found in other similar azo complexes with a trans-configuration (Harada, et al., 1997) . The torsion angle C7 -N2 -N3 -C8 is −179.30 (0.32)°. The dihedral angle between the two benzene rings is 2.18 (1/5) °. The crystal structure involves O-H···N hydrogen bond resulting in the formation of a chain.
Experimental
A solution of 4-cyanoaniline (0.71 g, 6 mmol) in a solution of hydrochloric acid (6 ml, 4M) was added to a solution of sodium nitrite (0.42 g, 6.1 mmol) in 2 ml water, and the mixture was stirred for 4 h under N2 atmosphere at 273-278 K.
Then urea (0.01 g, 0.2 mmol) was added to decompose excessive nitrous acid, and the mixture was further stirred for 30 min. The solution of the diazonium salt was added to a aqueous phenol (0.62 g, 6.6 mmol), sodium carbonate (3 g), baking soda (0.2 g) and ice (15 g) at 273-278 K. The mixture was stirred for 7 h. After the reaction solution was neutralized with a solution of hydrochoric acid (13.6 ml, 3 M), the mixture was filtrated. A yellow block-like crystals (1.27 g, 5.7 mmol, 95%), which is suitable for X-ray analysis, were obtained by recrystallization from ethyl acetate (18 ml).
Refinement
Positional parameters of all the H atoms were calculated geometrically and were allowed to ride on the C atoms to which they are bonded, with U iso (H) = 1.2Ueq(C),orUiso(H) = 1.2Ueq(O). In the absence of significant anomalous scattering effects the Friedel pairs were merged. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
N3-N2 1.258 (4) C12-H12A 0.9300 N3-C8 1.417 (5) C4-N1 1.140 (6) N2-C7 1.424 (5) C6-C5 1.375 (7) C8-C13 1.380 (6) C6-H6A 0.9300 C8-C9 1.380 (6) C2-C1 1.380 (6) O1-C11 1.361 (5) C2-H2B 0.9300 O1-H1A 0.8501 C5-H5A 0.9300 C3-C2 1.377 (7) C9-C10 1.373 (6) C3-C5 1.395 (7) C9-H9A 0.9300 C3-C4 1.437 (6) C11-C10 1.379 (7) C7-C6 1.382 (6) C13-H13A 0.9300 C7-C1 1.388 (6) C10-H10A 0.9300 C12-C11 1.371 (7) C1-H1B 0.9300 C12-C13 1.377 (7) Hydrogen-bond geometry (Å, °) 
